Quinazolinones and their derivatives are now known to have a wide range of useful biological properties, such as hypnotic, sedative, analgesic, anti-convulsant, anti-tussive, anti-bacterial, anti-diabetic, anti-inflammatory and anti-tumor (Armarego, 1963; Witt & Bergman, 2003). In connection with our ongoing heterocyclic synthesis and drug discovery project (Yang et al., 2008), we have focused our research on the synthesis of quinazolinones and pyrazolo pyrimidinones. Herein, the title compound was synthesized and its crystal structure was determined.
In the title molecule, C 16 H 15 FN 4 O, the dihedral angle between the fluoro-substituted benzene ring and the pyrimidinone ring is 52.34 (7) , while the dihedral angle between the fused benzene ring and the pyrimidinone ring is 3.30 (6) . An intramolecular N-HÁ Á ÁN hydrogen bond may, in part, influence the conformation of the molecule. In the crystal structure, intermolecular N-HÁ Á ÁN hydrogen bonds and weak C-HÁ Á Á(arene) interactions link pairs of molecules into centrosymmetric dimers.
Related literature
For the biological properties of quinazolinones and their derivatives, see: Armarego (1963) ; Witt & Bergman (2003) . For details of our ongoing heterocyclic synthesis and drug discovery project, see: Yang et al. (2008) . Table 1 Hydrogen-bond geometry (Å , ). (Bruker, 2007) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: PLATON (Spek, 2003) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008).
Experimental
In the molecule (Fig. 1) , the dihedral angle between the fluorophenyl and pyrimidinone ring is 52.34 (7)°, and the dihedral angle between the fused benzene ring and pyrimidinone ring is 3.30 (6)°. The torsion angles of N2-C7-N1-C4 and N3-C7-N1-C4 are -4.7 (2) and 176.42 (11)°, respectively.
An intramolecular N-H···N hydrogen bond may, in part, influence the conformation of the molecule. In the crystal structure, intermolecular N-H···N hydrogen bonds and weak C-H···π(arene) interactions link pairs of molecules into centrosymmetric dimers (see Table 1 and Fig. 2 ).
To a solution of 2-ethoxycarbonyliminophosphorane (1.27 g, 3 mmol) in 10 ml anhydrous THF, 4-chlorophenylisocyanate (0.46 g, 3 mmol) was added dropwise at room temperature. The reaction mixture was left unstirred for 6 h at 273-278 K, whereafter the above resulting solution was added dropwise to a solution of ethylenediamine (0.18 g, 3 mmol) in 5 ml anhydrous THF. After that, the reaction mixture was stirred overnight, the reaction mixture was cooled and the reaction product was recrystallized from CH 3 OH-CH 2 Cl 2 to give colorless crystals of the title compound in yield 85%, which were suitable for X-ray analysis. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (7) 0.0809 (10) −0.0143 (6) 0.0073 (7) 0.0107 (7) C2 0.0648 (9) 0.0473 (7) 0.0579 (8) −0.0098 (7) 0.0053 (7) 0.0068 (6) C3 0.0511 (8) 0.0419 (7) 0.0559 (8) −0.0093 (6) −0.0050 (6) 0.0015 (6) C4 0.0364 (6) 0.0387 (6) 0.0566 (7) −0.0069 (5) −0.0015 (5) 0.0050 (5) C5 0.0434 (7) 0.0536 (8) 0.0647 (8) −0.0136 (6) −0.0081 (6) 0.0092 (6) C6 0.0413 (7) 0.0536 (8) 0.0880 (11) −0.0148 (6) −0.0097 (7) 0.0079 (7) C7 0.0381 (7) 0.0470 (7) 0.0433 (6) −0.0146 (5) −0.0034 (5) 0.0022 (5) C8 0.0434 (7) 0.0514 (7) 0.0409 (6) −0.0159 (6) −0.0071 (5) 0.0053 (5) C9 0.0435 (8) 0.0697 (9) 0.0620 (8) −0.0185 (7) −0.0115 (6) 0.0179 (7) C10 0.0518 (9) 0.0761 (10) 0.0731 (10) −0.0097 (8) −0.0183 (7) 0.0242 (8) C11 0.0698 (10) 0.0655 (10) 0.0738 (10) −0.0170 (8) −0.0177 (8) 0.0287 (8) C12 0.0584 (9) 0.0619 (9) 0.0592 (8) −0.0235 (7) −0.0063 (7) 0.0159 (7) C13 0.0462 (7) 0.0517 (7) 0.0421 (6) −0.0177 (6) −0.0050 (5) 0.0039 (5) C14 0.0447 (7) 0.0547 (7) 0.0460 (7) −0.0201 (6) −0.0007 (5) 0.0026 (6) 
